LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO072718\

Data File : BF107788.D

Aca On : 28 Jul 2018 10:56 Instrument :
Operator : JU/SJ BNA_F

Sample - J4199-10 ClientSampleld :
Misc - FIELDBLANK-7-25-18
ALS Vial : 45 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

5.190 482 485 493 rBvV 194377 235589 4.82% 0.749%
5.595 551 554 574 rBV 880136 1537868 31.47% 4.892%
rvB3 52043 76171 1.56% 0.242%
6.601 722 725 744 rBV 400211 1027070 21.02% 3.267%
6.736 744 748 768 rVvV 2655087 3706206 75.85% 11.790%
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6.866 768 770 783 rvv2 82229 215311 4.41% 0.685%
6.966 783 787 809 rvVv 483557 1035574 21.19% 3.294%
7.119 809 813 847 rVB 2769774 3582066 73.31% 11.395%
7.531 879 883 906 rBV 1635540 2690457 55.06% 8.559%
8.242 1001 1004 1030 rBV 747972 1153003 23.60% 3.668%

=
QO ~NO®

11 9.319 1182 1187 1221 rBV 3611358 4886130 100.00% 15.544%
12 10.001 1299 1303 1322 rBV 972678 1098240 22.48% 3.494%
13 10.795 1434 1438 1468 rBV 1958602 2665402 54.55% 8.479%
14 11.495 1553 1557 1579 rBV 695071 998584 20.44% 3.177%
15 13.083 1822 1827 1848 rBV 3347683 4235389 86.68% 13.474%

16 14.148 2004 2008 2024 rBV 896685 1216042 24.89%% 3.868%

17 15.248 2192 2195 2199 rVB 53249 63108 1.29% 0.201%

18 15.677 2260 2268 2283 rBV2 455475 951380 19.47% 3.027%

19 16.112 2337 2342 2346 rVB 41696 61031 1.25% 0.194%
Sum of corrected areas: 31434621
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO072718\

Data File : BF107788.D

Aca On 28 Jul 2018 10:56

Operator : JU/SJ

ﬁ?ggle : J4199-10 FIELDBLANK-7-25-18
ALS Vial : 45 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF107788.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\

Data File : BF107788.D

Aca On 28 Jul 2018 10:56

Operator : JU/SJ

Samole - J4199-10 FIELDBLANK-7-25-18
Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.19 4_.55 ng 235589 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 485 (5.190 min): BF107788.D (-482) (-) 43.00 100.00%
43.0
59.0
5000
101.0 AR N SRR AR R
| 83.0 | 480 500 520 540 5.60
o o USSRV | N 1 SN N m/z 59.00 62.19%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 2B 50 520 Sho Sk
0
150 a0 1010 m/z 101.00 17.96%
0"'l“L'|“'W”“'””“"|“"|“"|“"F%q'|”"J“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
59.0
480 500 520 540 5.60
5000 41.0 m/z 58.00 17.09%
31.0
69.0 870
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- T T
59.0 480 5.00 5.20 5.40 5.60

m/z 41.00 10.63%

5000

101.0

31.0 41.0

15.0 ‘ |150.0 |, 69.0  83.0

NN RNV YIS 1L ¥ RN th s S NN

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\

Data File : BF107788.D

Aca On 28 Jul 2018 10:56

Operator : JU/SJ

Samole - J4199-10 FIELDBLANK-7-25-18
Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.74 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.74 71.58 ng 3706210 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.742 min): BF107788.D (-744) (-) m/z 132.00 100.00%
132.0
5000 A\\_
68.0
96.0 ARSI SR AR
40.0 54.0 J 6.40 6.60 6.80 7.00
bt ,~:|-.|.'.8,2-.°. a0 W m/z 67.95 34.88%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LRSS SR AR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.91%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 Tk 5k om0 7o
5000 ggo 1160 m/z 66.00 23.92%
oL IIIIIII‘I\I\I\IIwI‘MI ||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R e R
132.0 6.40 6.60 6.80 7.00
m/z 96.00 13.82%
5000 67.0
41.0 97.0
‘ ‘ 117.0
0'"'ww'ﬁkPWAHNF&?“'Ml""\"‘Ml T N SN LRSS SRR AR
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\

Data File : BF107788.D

Aca On 28 Jul 2018 10:56

Operator : JU/SJ

Samole - J4199-10 FIELDBLANK-7-25-18
Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.87 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

6.87 4.16 ng 215311 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(1l.l1-dimethvlethoxv)- 118 C6H1402 007580-85-0 38
2 Hexvlene alvcol 118 C6H1402 000107-41-5 35
3 Carbamic acid. (l1-cvanoethvD)-. ... 170 C8H14N202 100927-09-1 23
4 Formic acid. 1.1-dimethvlethvl e... 102 C5H1002 000762-75-4 23
5 Butanoic acid, 3,3-dimethyl- 116 C6H1202 001070-83-3 17

Abundance Scan 771 (6 872 min): BF107788.D (-768) (-) m/z 56.95 100.00%
50
5000
6.60 6.80 7.00 7.20
o} m/z 59.00 67 .94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8869: Ethanol, 2-(1,1-dimethylethoxy)-
57.0
5000
103.0 6.60 6.80 7.00 7.20
29041-0 m/z 89.10 25.52%
ol 150 730 870 119.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8816: Hexylene glycol
59.0
43.0 6.60 6.80 7.00 7.20
5000 m/z 41.00 24 _.91%
31.0 85.0
ol 150 S Il Jll) 70 193050
m/z--> 10 20 35 40 50 60 70 80 90 160 110 120 130 140 150 160
Abundance #38728: Carbamic acid, (1-cyanoethyl)-, 1,1-dimethylethyl ...
57.0 6.60 6.80 7.00 7.20
m/z 69.05 23.64%
5000
41.0
29.0
0 H‘\ LIl A 71.0 88.0 1\1\5.0127'0 155.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072718\

Data File : BF107788.D

Acq On 28 Jul 2018 10:56

Operator : JU/SJ

Sample - J4199-10 FIELDBLANK-7-25-18
Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.19 4.5 ng 235589 1 6.97 1035570 20.0
unknown6 .74 6.74 71.6 ng 3706210 1 6.97 1035570 20.0
unknown6 .87 6.87 4.2 ng 215311 1 6.97 1035570 20.0
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